Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.045; wR factor = 0.129; data-to-parameter ratio = 16.3.
The asymmetric unit of the title compound, C 13 H 12 N 2 O 2 , obtained in a search for analogs of the fungicide fludioxonil [systematic name: 4-(2,2-difluoro-1,3-benzodioxol-4-yl)-1Hpyrrole-3-carbonitrile], contains two independent molecules, A and B. The benzene and pyrrole rings are inclined to each other at 38.5 (1) and 29.3 (1) in molecules A and B, respectively. In the crystal, bifurcated N-HÁ Á Á(O,O) hydrogen bonds link A molecules into chains along [001], while B molecules are linked into layers parallel to the bc plane via bifurcated N-HÁ Á Á(N,N) hydrogen bonds.
Related literature
For the synthesis of the title compound, see: Pfluger et al. (1989) . Table 1 Hydrogen-bond geometry (Å , ).
Experimental
Data collection: RAPID-AUTO (Rigaku, 1998); cell refinement: RAPID-AUTO; data reduction: CrystalClear (Rigaku/MSC, 2002); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXL97.
Figure 1
Two independent molecules in the asymmetric unit of (I) showing the atomic numbering and 50% probability displacement ellipsoids.
Figure 2
A portion of the crystal packing showing hydrogen bonds as dashed lines. H atoms omitted for clarity. (14) Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-(2,3-Dimethoxyphenyl)-1H-pyrrole-3-carbonitrile
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0139 (7) 0.0015 (6) C4 0.0611 (11) 0.0568 (9) 0.0547 (10) −0.0027 (7) 0.0202 (8) −0.0005 (8) C5
0.0730 (12) 0.0506 (9) 0.0484 (10) 0.0023 (7) 0.0267 (9) 0.0056 (7) C6 0.0373 (8) 0.0590 (9) 0.0381 (8) 0.0022 (6) 0.0078 (6) −0.0060 (7) C7 0.0553 (10) 0.0752 (11) 0.0369 (9) −0.0056 (8) 0.0080 (7) −0.0048 (8) C8
0.0687 (12) 0.0823 (13) 0.0395 (9) −0.0126 (9) 0.0041 (8) −0.0158 (9) C9 0.0592 (11) 0.0633 (10) 0.0512 (10) −0.0085 (8) 0.0043 (8) −0.0137 (8) C10
0.0459 (9) 0.0583 (9) 0.0445 (9) −0.0010 (7) 0.0082 (7) −0.0042 (7) (7) 0.0001 (6) C15 0.0418 (7) 0.0404 (7) 0.0316 (7) −0.0012 (5) 0.0163 (6) −0.0001 (5) C16 0.0520 (9) 0.0369 (7) 0.0359 (7) 0.0040 (6) 0.0201 (6) 0.0031 (5) C17 0.0647 (10) 0.0432 (8) 0.0461 (9) 0.0056 (7) 0.0251 (8) (2) N3-H31 0.891 (9) 
